Content
. Optimized geometries of conformers a-c of (3R,7ꞌR,8ꞌS)-1 at the B3LYP/6-31G(d) level in the gas phase. Figure S2 . Overlay of conformers a-c. Table S1 . Important thermodynamic parameters (a.u.) of the optimized (3R,7ꞌR,8ꞌS)-1 (conforrmers a-c) at B3LYP/6-31G(d) level in the gas phase. -1333.388231 -1333.413421 -1333.387287 -1333.470363 b -1333.386427 -1333.411644 -1333.385483 -1333.468800 c -1333.388988 -1333.413911 -1333.388044 -1333 .469473 a E = total energy; E′ = total energy with zero point energy (ZPE); H = enthalpy; G = Gibbs free energy. Conformational distribution calculated by using the respective parameters above at B3LYP/6-31G(d) level in the gas phase. (T=298 K) Table S4 . Optimized Z-matrixes of comformers a-c of (3R,7ꞌR,8ꞌS)-1 in the gas phase (Å) at B3LYP/6-31G(d) level. Figure S3 . Optimized geometries of conformers d-g of (3R,7ꞌS,8ꞌR)-1 at the B3LYP/6-31G(d) level in the gas phase. Conformational distribution calculated by using the respective parameters above at B3LYP/6-31G(d) level in the gas phase. (T=298 K) Table S8 . Optimized Z-matrixes of conformers d-g of (3R,7ꞌS,8ꞌR)-1 in the gas phase (Å) at B3LYP/6-31G(d) level. 
